LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@32222\
Data File : BP0@9487.D

Acqg On : 22 Mar 2022 14:40
Operator : CG/JU

Sample : N1995-05

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP031722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@9487.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.046 6 10 23 rVB 568025 839857 8.00% 1.030%
2 4.934 325 331 341 rVB 115940 199708 1.90% 0.245%
3 5.399 403 410 433 rBV 4003000 6674258 63.61% 8.189%
4 6.981 671 679 701 rBV 3507419 6677320 63.64% 8.193%
5 7.793 809 817 828 rBV 1170515 2047994 19.52%  2.513%

6 8.946 1001 1013 1033 rBV 2323158 4368010 41.63% 5.359%
7 10.581 1281 1291 1368 rBV 1342133 2662447 25.38%  3.267%
8 13.051 1704 1711 1726 rBV 5055375 8541618 81.41% 10.480%
9 14.157 1892 1899 1908 rBV 102996 192533 1.84% 0.236%
10 14.434 1938 1946 1953 rBV 1956122 3129472 29.83%  3.840%

11 15.934 2194 2201 2225 rBV 3730167 6359928 60.62%
12 17.198 2409 2416 2420 rBV 2188292 3431544 32.
13 17.239 2420 2423 2430 rVV 425194 650000  6.20%
14 17.333 2434 2439 2445 rVB 103875 174761 1
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15 18.075 2560 2565 2567 rBV 80623 126872 .21% 156%
16 18.104 2567 2570 2580 rVB3 361583 671622 6.40% 0.824%
17 18.257 2591 2596 2600 rBv2 123015 222285 2.12% ©0.273%
18 19.098 2736 2739 2747 rVB2 53934 107197 1.02% ©0.132%
19 19.222 2754 2760 2767 rBV 1183858 1713312 16.33% 2.102%
20 19.363 2779 2784 2789 rVB2 85252 164810 1.57% 0.202%

21 19.575 2811 2820 2829 rBV 1096516 1919563 18.30%
22 19.774 2848 2854 2866 rVB 8240067 10491893 100.00% 12.
23 20.063 2900 2903 2911 rVB 171368 254819 2.43%
24 20.216 2926 2929 2933 rVB2 140386 188856 1.80%
25 21.045 3065 3070 3089 rVB7 765949 2099529 20.01%
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26 21.310 3108 3115 3119 rBV2 3652762 6064811 57.80%
27 21.345 3119 3121 3130 rVB 848108 1065495 10.16%
28 21.427 3131 3135 3140 rBV 686410 982142  9.36%
29 22.686 3346 3349 3363 rVB4 406136 731677  6.97%
30 22.986 3394 3400 3410 rBV 830049 2726722 25.99%
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31 23.604 3500 3505 3514 rVB 681149 1453619 13.85%
32 23.710 3517 3523 3530 rVV2 2136562 4569556 43.55% 5.607%
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w
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Sum of corrected areas: 81504230
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 22 Mar 2022 14:40
: CG/IU
¢ N1995-065

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032222\
BP009487.D

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@32222\
Data File : BP0@9487.D

Acqg On : 22 Mar 2022 14:40
Operator : CG/JU

Sample : N1995-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.046 8.20 ng 839857 1,4-Dichlorobenzene-d4 7.793

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 90
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 10 (3.046 min): BP009487.D\data.ms (-6) (-)

m/z 73.00 100.00%

73.0
5000
A RARREEEEEE s
‘ ‘ | 3.103.203.303.403.50
ol ALl 1380 2001 2841 385041514787 549, 743 06 32.a6%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T[T T T T[T T[Tt
3.103.203.303.403.50
‘ m/z 87.05 25.47%
OJ”HJ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
A RARREEEEEE s S
3.103.203.303.403.50
5000 m/z 55.00 23.33%
o‘““ﬂl,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994: Pentane, 3-methoxy- R RARRRERNRY
73.0 3.103.203.303.403.50
m/z 71.05 10.40%
5000 k
0\\H\“J“\m\‘\\u‘\\\\‘\u\‘\\\\‘\\H‘\m‘\m‘\m‘uu‘\ RS RBAANRARRNERRSRRRRRR RN
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@32222\
Data File : BP0@9487.D

Acqg On : 22 Mar 2022 14:40
Operator : CG/JU

Sample : N1995-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 n-Hexadecanoic acid

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.104 3.91 ng 671622  Phenanthrene-die 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87

Abundance Scan 2570 (18.104 min): BP009487.D\data.ms (-2567) (-

3

5000
L 213.2
ob m Jh L2011 #810341.040064609 5275
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
” 213.0
O‘\\\\IH l‘"lh\“}\“‘l\\!\\“\\‘\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
5000
171.0
oMJ ]HJIJ.\HM
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #109279: Tetradecanoic acid
73.0
5000
185.0

m/z 73.00 100.00%

%

18.00 18.50
m/z 60.00 86.64%

o

18.00 18.50
m/z 43.10 76.58%

—

18.00 18.50
m/z 57.05 67.72%

—

18.00 18.50
m/z 55.00 62.58%

olsol Ll l

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@32222\
Data File : BP0@9487.D

Acqg On : 22 Mar 2022 14:40
Operator : CG/JU

Sample : N1995-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Cyclohexadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.045 6.92 ng 2099530  Chrysene-d12 21.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 1-Tricosene 322 C23H46 018835-32-0 90
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 89
5 n-Nonadecanol-1 284 C19H400 001454-84-8 89

Abundance Scan 3070 (21.045 min): BP009487.D\data.ms (-3065) (-  m/z 83.10 100.00%

5000 296.1 ,XVMRM/\\M*MNAJ\
L \
h 302.1 21.00
ob AMULERSE (h 1| 363142014901 . 57700 99.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #104594: Cyclohexadecane
55.0
5000 — ‘
21.00
m/z 55.00  97.45%
| HH 20
O‘\\\LH\\\\‘!\\4"\\\\‘\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215083: 1-Heneicosano
55.0
—— ‘
21.00
5000 ITI/Z 43.05 93.43%
l 5.0
o_»\h‘m"gm,«“.‘1‘9?:9‘??*?:9‘HH,w_ww,w_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #227233: 1-Tricosene T
57.0 21.00
m/z 97.05 92.75%
5000 wAM~NJ/\\V%Mf“MM/x
322.0
oLt 1560 2040 )
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@32222\
Data File : BP0@9487.D

Acqg On : 22 Mar 2022 14:40
Operator : CG/JU

Sample : N1995-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Triphenylphosphine oxide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.427 3.24 ng 982142  Chrysene-di2 21.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 90
3 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 50
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
5 4-Nitro-4'-methyldiphenylsulfone 277 C13H11NO4S 004094-37-5 32

Abundance Scan 3135 (21.427 min): BP009487.D\data.ms (-3131) (- m/z 277.05 100.00%

277.1
5000
77.0 201.0 RN
\ ‘ H 21.50
Oh otk 300U | 3410 431148915481 |, o28 15 31.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000 LN
21.50
77.0 199.0 m/z 77.00  21.19%
14.0 ‘ ‘
O‘\\\\‘J\\‘\\‘\\\\‘i\\\‘“U\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

-

T
21.50

5000 m/z 201.00  20.39%

7.0 183.0

J \mehﬂh“

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #317051: (Carbethoxymethyl)-triphenylphosphonium bror
277.0

o

-

T
21.50

m/z 183.00  20.19%

5000

199.0
77.0

o159, | 390 | a0
SV CHO N SRR 21 R——— —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@32222\
Data File : BP0@9487.D

Acqg On : 22 Mar 2022 14:40
Operator : CG/JU

Sample : N1995-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Oxirane, tridecyl-

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
22.686 3.20 ng 731677  Perylene-di2 23.710
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, tridecyl- 226 C15H300 018633-25-5 96
2 1,19-Eicosadiene 278 C20H38 014811-95-1 93
3 Nonacosanal 422 C29H580 072934-04-4 90
4 Octadecanal 268 C18H360 000638-66-4 87
5 Eicosanal- 296 C20H400 002400-66-0 87

Abundance Scan 3349 (22.686 min): BP009487.D\data.ms (-3346) (-  m/z 57.05 100.00%
57.0
254.1
5000
31 —— ——
22.50 23.00
325.8 476.2
0'"2‘39835371 m/z 82.65 98.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107157: Oxirane, tridecyl-
41.0
5000 — M
22.50 23.00
0.0 m/z 43.10 88.06%
0‘\\‘”“\\\“!\ll‘\“\‘l\W\0\‘2\2\6\\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171302: 1,19-Eicosadiene
55.0
—— —
22.50 23.00
5000 m/z 96.00 74 .86%
ol 1\ [l 1940 2780 WWJ\MWA“
R R e e AR AR R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #314317: Nonacosanal T —
82.0 22.50 23.00
m/z 83.10 68.81%
404.0
2.0
‘,\Vw 720 220 "

O e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032222\
Data File : BP0@9487.D

Acqg On : 22 Mar 2022 14:40
Operator : CG/JU

Sample : N1995-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 3.046 8.2 ng 839857 1 7.793 2047990 20.0
n-Hexadecanoic ... 18.104 3.9 ng 671622 4 17.198 3431540 20.0
Cyclohexadecane 21.045 6.9 ng 2099530 5 21.310 6064810 20.0
Triphenylphosph... 21.427 3.2 ng 982142 5 21.310 6064810 20.0
Oxirane, tridecyl- 22.686 3.2 ng 731677 6 23.710 4569560 20.0
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